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provided by InfoChem. 
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DICTIONARY FILE UPDATES: 



14 APR 2008 HIGHEST RN 1014671-54-5 
14 APR 2008 HIGHEST RN 1014671-54-5 



New CAS Information Use Policies, enter HELP USAGETERMS for details. 
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Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 
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chain nodes : 

12 13 14 15 16 17 18 19 20 22 23 24 25 
ring nodes : 

123456789 10 11 21 
chain bonds : 

1-22 2-6 5-14 8-12 10-13 14-15 15-16 16-17 16-18 16-19 19-20 19-21 22- 
23 

23-24 24-25 



ring bonds : 

1- 2 1-5 2-3 3-4 4-5 6-7 6-11 7-8 8-9 9-10 10-11 
exact/norm bonds : 

2- 3 3-4 4-5 5-14 19-20 19-21 
exact bonds : 

1-2 1-5 1-22 2-6 8-12 10-13 14-15 15-16 16-17 16-18 16-19 22-23 23-24 
24-25 

normalized bonds : 
6-7 6-11 7-8 8-9 9-10 10-11 
isolated ring systems : 
containing 1:6: 



Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 10: Atom 
11: Atom 12:CLASS 13:CLASS 14:CLASS 15:CLASS 16:CLASS 17:CLASS 18:CLASS 
19:CLASS 20:CLASS 

21: Atom 22:CLASS 23:CLASS 24:CLASS 25:CLASS 
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FILE 'REGISTRY' ENTERED AT 12:59:46 ON 15 APR 2008 
STRUCTURE UPLOADED 



FILE 'CAPLUS' ENTERED AT 13:00:15 ON 15 APR 2008 



FILE 'REGISTRY' ENTERED AT 13:00:29 ON 15 APR 2008 



=> s LI SSS full 

FULL SEARCH INITIATED 13:00:47 FILE 'REGISTRY' 



FULL SCREEN SEARCH COMPLETED - 



146 TO ITERATE 



100.0% PROCESSED 
SEARCH TIME: 0 0.00.01 
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21 ANSWERS 
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COPYRIGHT (C) 2008 AMERICAN CHEMICAL SOCIETY (ACS) 
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26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 15 Apr 2008 VOL 148 ISS 16 
FILE LAST UPDATED: 14 Apr 2008 ( 20080414/ED) 

Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 

http : / /www . cas . org/ inf opolicy . html 
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=> d ibib abs hitstr 1- 
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L4 ANSWER 1 OF 2 CAPLUS COPYRIGHT 2008 ACS on STN 
ACCESSION NUMBER: 2004:182871 CAPLUS Fu ll-text 

DOCUMENT NUMBER: 140:235706 

TITLE: Preparation of substituted pyrazole derivatives as 

GnRH inhibitors 

INVENTOR(S): Bird, Thomas Geoffrey Colerick; Maudet, Mickael Louis 

Pierre 

PATENT ASSIGNEE(S): AstraZeneca AB, Swed.; AstraZeneca UK Limited 

SOURCE: PCT Int. Appl., 53 pp. 

CODEN: PIXXD2 
DOCUMENT TYPE: Patent 
LANGUAGE: English 
FAMILY ACC. NUM. COUNT: 1 
PATENT INFORMATION: 
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20030819 
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AZ, 
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BG, CH, 


CY, 
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GR, 
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IT, 


LU, 


MC, NL, 
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SI, SK, TR, 
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CI, 


CM, 


GA, 
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NE, 


SN, TD, TG 


AU 
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Al 
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AU 2003- 


-255811 
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EP 2003- 


-792484 




20030819 
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CY, 


AL, TR, 


BG, 


CZ, 
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HU, SK 


JP 
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JP 2004- 


-530359 




20030819 
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T 




20070615 




AT 2003- 
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20030819 
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20071201 




ES 2003- 


-7924! 


34 




20030819 
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US 2005- 
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20050218 


US 
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20070807 
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A 20020821 




















WO 2003- 


■GB3623 




W 20030819 



OTHER SOURCE(S): MARPAT 140:235706 

GI 



* STRUCTURE DIAGRAM TOO LARGE FOR DISPLAY - AVAILABLE VIA OFFLINE PRINT * 

AB Title compds. I [A = bond, alkylene; B = C(:X)R11; Rl = alkyl, etc.; R2 = 

mono- or bicyclic aromatic ring, etc.; R5 = 3-8 membered heterocyclic ring, 
etc.; R6-6a = H, alkyl, together equal CO; R7 = H, alkyl; X = N, CH; R8 = CN, 
H, OH, alkoxy, etc.; Rll = substituted amino, etc.] are prepared For 
instance, II (prepared in 4 steps from Me 3 , 5-dimethylbenzoate, butyrolactone 
and hydrazine) is reacted with 4-nitrophenyl chlorof ormate and 4- (pyrrolidin- 
3-yl ) pyridine to give III. In an assay of GnRH-induced LH release, compds. of 
the invention are active at InM to 5jaM. 

IT 667466-15-1P 667466-16-2F 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(preparation of substituted pyrazole derivs. as GnRH inhibitors) 
RN 667466-15-1 CAPLUS 

CN 1-Pyrrolidinecarboxamide, N- [2- [3- [ 2 , 2 -dimethyl -3 -oxo-3- ( 1- 

pyrrolidinyl ) propoxy] -5- (3 , 5-dimethylphenyl ) -lH-pyrazol-4-yl ] ethyl] -3- ( 4- 
pyridinyl)- (CA INDEX NAME) 




RN 667466-16-2 CAPLUS 

CN Carbamic acid, [ [ [ 2- [ 3- [ 2 , 2-dimethyl-3-oxo-3- ( 1-pyrrolidinyl ) propoxy ] -5- 
(3 , 5-dimethylphenyl ) -lH-pyrazol-4-yl ] ethyl] amino] [3- ( 4-pyridinyl ) -1- 
pyrrolidinyl]methylene] -, 1-methylethyl ester (9CI) (CA INDEX NAME) 




IT 667460-7!i-;iP 667466-26-4P 

RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT 

(Reactant or reagent) 

(preparation of substituted pyrazole derivs. as GnRH inhibitors) 
RN 667460-75-5 CAPLUS 

CN Pyrrolidine, 1- [3- [ [4- (2-aminoethyl) -5- (3, 5-dimethylphenyl ) -lH-pyrazol-3- 
yl] oxy] -2, 2-dimethyl-l-oxopropyl ] - (9CI) (CA INDEX NAME) 



O Me 




RN 667466-26-4 CAPLUS 

CN Carbamic acid, [ [ [ 2- [3- [ 2 , 2-dimethyl-3-oxo- 3- ( 1-pyrrolidinyl ) propoxy ] -5- 
(3, 5-dimethylphenyl ) -lH-pyrazol-4-yl] ethyl] amino] thioxomethyl ] -, 
1-methylethyl ester (9CI) (CA INDEX NAME) 




REFERENCE COUNT: 



THERE ARE 2 CITED REFERENCES AVAILABLE FOR THIS 
RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE: 



INVENTOR (S) : 

PATENT ASSIGNEE (S) : 
SOURCE: 

DOCUMENT TYPE: 
LANGUAGE : 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



2004:182700 CAPLUS Full-text 
140:235705 

Preparation of pyrazole derivatives as antagonists of 
gonadotropin releasing hormone (gnrh) for treating sex 
hormone related conditions 

Bird, Thomas Geoffrey Colerick; Herdemann, Matthias 

Ferdinand; Maudet, Mickael Louis Pierre 

AstraZeneca AB, Swed.; AstraZeneca UK Limited 

PCT Int. Appl., 156 pp. 

CODEN: PIXXD2 

Patent 

English 



PATENT NO. 



APPLICATION NO. 



!004017961 




A2 




20040304 




WO 2003- 


-GB3633 




20030819 


!004017961 




A3 




20040408 
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TR, TT, 
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RW: GH, GM, 


KE, 


LS, 


MW, 


MZ , 


SD, 


SL, 


SZ, 


TZ, 


UG, 


ZM, 


ZW, 


AM, 


AZ, 


BY, 


KG, KZ, 


MD, 


RU, 


TJ, 


TM, 


AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, 


EE, 


ES, 



FI, FR, GB, GR, HU, IE, IT, LU, MC, NL, PT, RO, SE, SI, SK, TR, 

BF, BJ, CF, CG, CI, CM, GA, GN, GQ, GW, ML, MR, NE, SN, TD, TG 

AU 2003255820 Al 20040311 AU 2003-255820 20030819 

EP 1531811 A2 20050525 EP 2003-792487 20030819 

R: AT, BE, CH, DE, DK, ES, FR, GB, GR, IT, LI, LU, NL, SE, MC, PT, 

IE, SI, LT, LV, FI, RO, MK, CY, AL, TR, BG, CZ, EE, HU, SK 

JP 2006505528 T 20060216 JP 2004-530361 20030819 

US 20060287379 Al 20061221 US 2005-524977 20051128 

PRIORITY APPLN. INFO.: EP 2002-292077 A 20020821 

WO 2003-GB3633 W 20030819 

OTHER SOURCE(S): MARPAT 140:235705 




Title compds. I [Rl = H, (un) substituted-alkyl, aryl, or arylalkyl; R2 = 
(un) substituted mono or bicyclic aromatic ring; R3 = arylalkylaminoalkyl , 
heterocyclylalkylaminoalkyl, etc.; M = -(CH2)0-2O-, or -CONH-; R5 = H, halo, 
heterocyclylcarbonylalkyl, etc.] and their pharmaceutically acceptable salts 
are prepared and disclosed as gonadotropin releasing hormone antagonists. 
Thus, e.g., II, was prepared in a multistep synthesis from Me 3,5- 
dimethylbenzoate and butyrolactone . In test assays, I possessed activity at 
concns. from 1 nM to 5 |iM. 

J7455-74-7P 667459-75-8P 



-77-0P 6i 
-80-5P 



/4 59-81- 



RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(drug candidate; preparation of pyrazoles as antagonists of gonadotropin 
releasing hormone) 
667459-73-6 CAPLUS 

Pyrrolidine, l-[3-[ [ 5- ( 3 , 5-dimethylphenyl ) -4- [ 2- [ [2-(4- 
pyridinyl) ethyl] amino] ethyl] -lH-pyrazol-3-yl] oxy] -2, 2-dimethyl-l- 



oxopropyl]- (9CI) (CA INDEX NAME) 



PAGE 1-A 




PAGE 2 -A 

R2 




667459-74-7 CAPLUS 

Pyrrolidine, 1- [3- [ [ 5- ( 3 , 5-dimethylphenyl ) -4- [ 2- [ [3- (4- 
pyridinyl)propyl] amino] ethyl] -lH-pyrazol-3-yl ] oxy] -2, 2-dimethyl- 
oxopropyl]- (9CI) (CA INDEX NAME) 



PAGE 1-A 




PAGE 2 -A 



6 



RN 667459-75-8 CAPLUS 

CN Pyrrolidine, 1- [3- [ [5- (3, 5-dimethylphenyl ) -4- [2- [ [3- (3- 

pyridinyl ) propyl ] amino] ethyl] -lH-pyrazol-3-yl ] oxy] -2, 2-dimethyl-l- 
oxopropyl]- (9CI) (CA INDEX NAME) 



PAGE 1-A 

0 Me 



<^^N 'c— C— CH2— 0 X NI 

R 



Me ^ v Me 



PAGE 2 -A 



J:h 2 

CH 2 

!th 

(|:H2) 3 



6 



RN 667459-76-9 CAPLUS 

CN Pyrrolidine, 1- [3- [ [4- [2- [ [2- ( 4-cyanophenyl ) ethyl] amino] ethyl] -5- (3, 5- 

dimethylphenyl ) -lH-pyrazol-3-yl ] oxy] -2, 2-dimethyl-l-oxopropyl ] - ( 9CI ) (CA 
INDEX NAME) 



PAGE 1-A 




PAGE 2 -A 



RN 667459-77-0 CAPLUS 

CN Pyrrolidine, 1- [3- [ [ 5- ( 3 , 5-dimethylphenyl ) -4- [2- [ [ 2- ( 4- 

methoxyphenyl ) ethyl] amino] ethyl] -lH-pyrazol-3-yl ] oxy] -2, 2-dimethyl-l- 
oxopropyl]- (9CI) (CA INDEX NAME) 




RN 667459-78-1 CAPLUS 

CN Pyrrolidine, 1- [3- [ [5- (3, 5-dimethylphenyl ) -4- [2- [ [3- (4- 

methoxyphenoxy) propyl ] amino] ethyl] -lH-pyrazol-3-yl ] oxy] -2 , 2 -dimethyl- 1- 
oxopropyl]- (9CI) (CA INDEX NAME) 



O Me 

-ILL. 



;_CH2— O ^ N N1 



Me Me 



PAGE 2 -A 




RN 667459-79-2 CAPLUS 

CN Pyrrolidine, 1- [3- [ [5- (3, 5-dimethylphenyl ) -4- [2- [ [4- (4- 

pyridinyl) butyl] amino] ethyl] -lH-pyrazol-3-yl ] oxy] -2, 2-dimethyl-l- 
oxopropyl]- (9CI) (CA INDEX NAME) 



PAGE 1-A 



CN 'c— C— CH2- 



R 

jiK. 



PAGE 2 -A 




RN 667459-80-5 CAPLUS 

CN 7-Azabicyclo [2. 2.1] heptane, 7-[3-[ [5- (3, 5-dimethylphenyl ) -4- [2- [ [4-(4- 
pyridinyl) butyl] amino] ethyl] -lH-pyrazol-3-yl ] oxy] -2, 2-dimethyl-l- 
oxopropyl]- (9CI) (CA INDEX NAME) 




RN 667459-81-6 CAPLUS 

CN 7-Azabicyclo [2. 2.1] heptane, 7-[3-[ [ 5- ( 3 , 5-dimethylphenyl ) -4- [ 2- [ [2-(4- 
pyridinyl) ethyl] amino] ethyl] -lH-pyrazol-3-yl ] oxy] -2, 2-dimethyl-l- 
oxopropyl]- (9CI) (CA INDEX NAME) 




RN 667459-82-7 CAPLUS 

CN 7-Azabicyclo [2. 2.1] heptane, 7-[3-[ [ 5- ( 3 , 5-dimethylphenyl ) -4- [ 2- [ [2-(lH- 

1,2, 4-triazol-l-yl) ethyl] amino] ethyl] -lH-pyrazol-3-yl] oxy] -2, 2-dimethyl-l- 
oxopropyl]- (9CI) (CA INDEX NAME) 




RN 667459-83-8 CAPLUS 

CN 7-Azabicyclo [2. 2.1] heptane, 7- [3- [ [4- [2- [ [3- (4-acetyl-l- 

piperazinyl ) propyl ] amino] ethyl] -5- (3, 5-dimethylphenyl ) -lH-pyrazol-3- 
yl] oxy] -2, 2-dimethyl-l-oxopropyl] - (9CI) (CA INDEX NAME) 



Ac 




RN 667459-84-9 CAPLUS 

CN 7-Azabicyclo [2. 2.1] heptane, 7-[3-[ [ 5- ( 3 , 5-dimethylphenyl ) -4- [ 2- [ [3-(4- 
morpholinyl)propyl] amino] ethyl] -lH-pyrazol-3-yl ] oxy] -2, 2-dimethyl-l- 
oxopropyl]- (9CI) (CA INDEX NAME) 




RN 667459-85-0 CAPLUS 

CN 7-Azabicyclo [2. 2.1] heptane, 7-[3-[ [5- (3 , 5-dimethylphenyl ) -4- [2- [ [3-(l,l- 
dioxido-4-thiomorpholinyl ) propyl ] amino] ethyl] -lH-pyrazol-3-yl ] oxy] -2,2- 
dimethyl-l-oxopropyl] - (9CI) (CA INDEX NAME) 




IT 667460-75--5P 667460-76-6P 667460-- 30---4P 
6 6 7 4 6 0 - 9 2 - 6 P 6 6 7 4 6 0 - 9 4 - 8 P 

RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT 
(Reactant or reagent) 

(intermediate; preparation of pyrazoles as antagonists of gonadotropin 
releasing hormone) 
RN 667460-75-5 CAPLUS 

CN Pyrrolidine, 1- [3- [ [4- (2-aminoethyl) -5- (3, 5-dimethylphenyl ) -lH-pyrazol-3- 
yl] oxy] -2, 2-dimethyl-l-oxopropyl] - (9CI) (CA INDEX NAME) 




RN 667460-76-6 CAPLUS 

CN Pyrrolidine, 1- [3- [ [5- (3, 5-dimethylphenyl ) -4- [2- [ [ (2, 4- 

dinitrophenyl ) sulfonyl] amino] ethyl] -lH-pyrazol-3-yl ] oxy] -2, 2-dimethyl-l- 
oxopropyl]- (9CI) (CA INDEX NAME) 




RN 667460-90-4 CAPLUS 

CN lH-Pyrazole-l-carboxylic acid, 3- [ 2 , 2-dimethyl-3-oxo-3- ( 1- 
pyrrolidinyl ) propoxy ] -5- ( 3 , 5-dimethylphenyl ) -4- [ 2- [ [ 4- ( 4- 
pyridinyl) butyl] amino] ethyl] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



PAGE 1-A 
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RN 667460-92-6 CAPLUS 

CN 7-Azabicyclo [2.2 . 1] heptane, 7- [3- [ [ 4- ( 2-aminoethyl ) -5- (3 , 5-dimethylphenyl ) 
lH-pyrazol-3-yl] oxy] -2, 2-dimethyl-l-oxopropyl] - (9CI) (CA INDEX NAME) 




RN 667460-94-8 CAPLUS 

CN 7-Azabicyclo [2. 2.1] heptane, 7-[3-[ [ 5- ( 3 , 5-dimethylphenyl ) -4- [ 2- [ [ (2,4- 

dinitrophenyl ) sulfonyl] amino] ethyl] -lH-pyrazol-3-yl ] oxy] -2, 2-dimethyl-l- 
oxopropyl]- (9CI) (CA INDEX NAME) 
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